Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.032; wR factor = 0.076; data-to-parameter ratio = 28.4.
In the crystal structure of the title compound, C 18 H 21 N 5 S 2 , the thiadiazine six-membered ring and pyrrolidine five-membered ring display boat and envelope conformations, respectively. The crystal structure contains weak C-HÁ Á ÁN and C-HÁ Á ÁS hydrogen bonding.
Related literature
For general background, see: Rahimizadeh et al. (1997) ; Elliott (1981) ; Bakavoli et al. (2006 Bakavoli et al. ( , 2007 Bakavoli et al. ( , 2008 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005); cell refinement: APEX2; data reduction: APEX2; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
3-Ethylsulfanyl-5-methyl-1-phenyl-7-(pyrrolidin-1-yl)-1H-pyrimido [4,5- Rearrangement, heterocyclization of 6-hydrazino substituted uracils with isothiocyanates and N-bromosuccinimide, reaction of thiohydrazides with 4,5-dihalopyrimidines (Elliott, 1981) , condensation of 5-bromo-2-chloro-6-methyl-4-(1-methylhydrazino) pyrimidine with carbondisulfide and alkylhalides (Bakavoli et al., 2007) and isothiocyanates (Bakavoli et al., 2008) . In aprevious communication (Bakavoli et al., 2006) , we described a new approach for the formation of 1-phenyl-1H- [1, 3, 4] thiadiazino [5,6-b] quinoxalines. The synthesis we developed involved heterocyclization of alkyl-2-phenylhydrazinecarbodithioates as bifunctional nucleophiles with 2,3-dichloroquinoxaline as an electrophile. To extend the scope of this strategy, we explored other electrophilic species that could successfully undergo similar reaction.
The molecular structure is shown in Fig. 1 . In the title crystal structure, the thiadiazine six-membered ring and pyrrolidine five-membered ring display the boat and envelope configuration, respectively. The crystal structure contains weak C-H···N and C-H···S hydrogen bonding (Table 1) .
Experimental
A mixture of 5-bromo2,4-dichloro-6-methylpyrimidine (2.5 mmol, 0.61 g), each alkyl-2-phenylhydrazinecarbodithioates (2.5 mmol) and triethylamine (1 ml) in acetonitril (10 ml) were boiled under inert atmosphere for 3 h. After the reaction was completed, the mixture was cooled to room temperature, and then evaporated under reduced pressure. The residue was washed with water and crystallized with ethanol and then washed with petroleum ether 40-60 to give pyrimido [4,5-e] [1, 3, 4] thiadiazines. A mixture of previous obtained compound (5 mmol) in ethanol (20 ml) was heated under reflux with pyrrolidine (1.8 g) for 4 h. The solvent was removed and the residue was washed with water and then crystallized from ethanol to give the title crystals.
Refinement
Methyl H atoms were placed in calculated positions with C-H = 0.98 Å and torsion angles were refined to fif the electron density, U iso (H) = 1.5U eq (C). Other H atoms were placed in calculated positions with C-H = 0.95 (aromatic) and 0.99 Å (methylene), and refined in riding mode with U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of the title compound with 30% probability displacement (arbitrary spheres for H atoms). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.22775 (4) 0.63689 (3) 0.139002 (14) 0.01803 (7) 
